Discussion
Quantitative Structure Activity Relationship (QSAR) study reveals that 1,5-benzothiazepine derivatives possess specific mitochondrial activity [2] . This activity depends inter alia on the substituents in the 1,5-benzothiazepine ring and conjugation of the fused heterocyclic ring at the nitrogen site. Such derivatives containing /V-substituents [3] structurally resemble Diltiazem, the well known calcium antagonistic drug [4] . TV-Nitroso derivatives are known to possess anticancer and carcinogenic properties [5] . The present structure is determined as a forerunner for assessing the biological functions of the tide compound. The conformation of the seven-membered ring is best described as a boat with the four atoms, C2, SI, C4, N5 lying approximately (within 0.02 Â) in one plane. The C3, C10, and C11 atoms are displaced from the above plane by -0.633(6) Â, -1.203(5) Â and -1.062(5)Â, respectively. The torsion angles in the seven-membeied ring also suggest a boat conformation, with significant torsional distortion around the SI-C2 bond. This deviation from -34.4° [6] is attributed to the presence of sulfur atom, the bond angle around which deviates from the ideal tetrahedral angle of 109°. This conformation is in contrast to the twist boat conformation observed in similar molecules [7] [8] [9] [10] . The sp 2 and sp 3 hybridized states for C10 and CI, respectively cause the difference in the S-C bond lengths in the title molecule. The S1-N5 intramolecular distance 3.007(3) Â is shorter than the sum of the van der Waals radii of 3.35 Â. The presence of the nitroso group in the predominant polarized form is evident from the distance d(N5-Ν12) = 1.318(4) Â, which is significantly shorter than the expected distance between the pyramidal and planar nitrogen (1.420(2) Â) [11] , The N-N=0 moiety is non-coplanar with the fused benzene ring and suspends a dihedral angle of 67.1°, suggesting no conjugative interaction of N-N=0 with the fused benzene ring. There is a significant intramolecular C-H-O interaction between C4 and 013 [¿(C4 013) = 2.646(6) Â, ZC4-H4-013 = 101(3)°] which may favour the syn orientation of the nitroso group with respect to the N5-C4 bond. The equatorial orientation of the C4-methyl group is deduced from the LC2-C3-C4-C16 torsion angle of 177.2(4)°. 
